Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.012 Å; disorder in main residue; R factor = 0.080; wR factor = 0.232; data-to-parameter ratio = 11.6.
Related literature
For the preparation of the title compound, see: Lai & Yap (1993) ; Li et al. (2006) . For potential applications of the title compound, see: Wu et al. (2002) ; Rowan et al. (1999) ; Chakraborty et al. (2002) ; Lehn (1995) ; Diederich (1991) ; Purse & Rebek (2005) ; Yin et al. (2006) . For the crystal structures of similar compounds, see : Chen et al. (2007) ; Wang et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001 ); cell refinement: SAINTPlus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: PLATON.
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Comment
Glycoluril derivatives have shown applications in many fields such as polymer cross-linking, explosives, slow-release fertilizers, iodogens stabilisers of organic compounds against photodegradation and reagent in combinatorial chemistry (Wu et al., 2002; Rowan et al., 1999; Chakraborty et al., 2002) . Synthetic receptors with molecular cavities have been used as models and play an important role in studying the complex biological systems, such as protein folding, molecular recognition of substrates by enzymes, formation of membranes (Lehn, 1995; Diederich, 1991) and molecular catalysis (Purse & Rebek, 2005; Yin et al., 2006; Li et al., 2006) . In addition, the crystal structures of glycoluril derivatives have been studied by our group (Chen et al., 2007; Wang et al., 2006) . Herein we report the crystal structures of title compound (Fig. 1 ).
The dihedral angel between two five-membered rings in glycoluril unit is 69.8 (2)°. The six-membered ring of N2/C15/ N3/C20/N5/C19 displays a chair conformation. By a combination of a non-classical H-bonding, e.g. C7-H7A···O3 i [symmetry code: (i) 5/2 − x, 1/2 + y, 1/2 − z] and a weak C-H···π interaction (Table 1 ; Cg1 is the centroid of the benzene C1-C6 ring), molecules are joined together forming a one-dimensional chain running parallel to the b axis (Fig. 2 ).
Experimental
The title compound was synthesized according to the procedure of Lai & Yap (1993) and Li et al. (2006) . Single crystals suitable for X-ray data collection were obtained by slow evaporation of a chloroform and methaol solution in a ratio of 20:1 at 293 K.
Refinement
Each diethoxycarbonyl group was treated as disordered over two positions. For the ester group containing O3/O4, the occupation factors of the two sites were refined by using restraint commands of DFIX, SADI and EDAP, giving the final occupancy of 0.73 (1)/0.27 (1) for the major and minor components, respectively. Similarly, the ester group containing O5/O6
was also treated as disorder and the final occupancy were 0.56 (1)/0.44 (1) for the corresponding components, respectively.
The final largest residual density peak is located about 1.51 (1) Å from atom H5. Attempted to model the probable disorder or any other solvent molecules failed, which may be caused by the existence of the two heavy atoms, Br1 and Br2, leading to the contamination some positions. The large R int value is probably due to the poor crystal quality; we tried to selected better crystals for diffraction experiment, but failed. All H atoms bonded to C atoms were located at the geometrical positions with C-H = 0.96 Å (methyl C), 0.97 Å (methylene C) and 0.93Å (aromatic C), and the U iso (H) values were set k times of U eq (C), k = 1.5 for methyl H atom and 1.2 for the other H atoms.
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